Singlet Photoreactivity of 3-Methyl-2-phenyl-2H- 
Optimization of Ylide 6
B3LYP 6-31+G(d) E = -403.07639701 a.u. --------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z -----------------------------------------------------------------------------------------------------------------------------------------
TD-DFT of the Ylide 6 TD-DFT in gas phase
--------------------------------------------------------------------- Center Atomic Atomic Coordinates (Angstroms) Number Number Type X Y Z --------------------------------------------------------------------- 1---------------------------------------------------------------------
Calculated transition state for ylide 6 forming 9
B3LYP/6-31G+(d) Energy = -403.03997270 a.u. Negative Frequency -377 cm -1 (21) 
Optimized indole 9
B3LYP/6-31G+(d) Energy = -403.08563663 a.u. 
---------------------------------------------------------------------

--------------------------------------------------------------------
